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There are two independent molecules in the asymmetric unit of the title compound, C 16 H 10 F 6 N 4 O. The triazole ring is not coplanar with the quinoline ring system; the dihedral angle between the two planes being 74.47 (12) and 63.97 (13) in the two molecules. The crystal structure is characterized by intermolecular C-HÁ Á ÁF, C-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonding. Weak intramolecular C-HÁ Á ÁF interactions are observed. Disorder is observed in two F atoms of one of the trifluoromethyl groups of one independent molecule [occupancy ratios 0.77 (3):0.23 (3) and 0.77 (4):0.23 (4)] and in all three F atoms of one of the trifluoromethyl groups of the second independent molecule [occupancy ratios 0.520 (14): 0.480 (14), 0.615 (17):0.385 (17) and 0.783 (11):0.217 (11)]. The O atom is also disordered over two positions with occupancies of 0.60 (13) and 0.40 (13) in the first molecule.
Related literature
For general background to triazoles and their benzo derivatives, see: Sanghvi et al. (1990) ; Bohm & Karow (1981) ; Holla et al. (2005) ; Biagi et al. (2004) ; Karimkulov et al. (1991) ; Sherement et al. (2004) ; Savini et al. (1994) ; Banu et al. (1999) ; Julino & Stevens (1998) ; Diana & Nitz (1993) ; Manfredini et al. (2000) ; Rene et al. (1986) ; Passannanti et al. (1998) ; Deng et al. (2008) ; Sector & Bardeleben (1971) ; Barnard et al. (1993) . For a related structure, see: Al-eryani et al. (2010) . Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.139 S = 1.05 5923 reflections 547 parameters 63 restraints H-atom parameters constrained Á max = 0.26 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 ).
1-{1-[2,8-Bis(trifluoromethyl)-4-quinolyl]-5-methyl-1H-1,2,3-triazol-4-yl}ethanone H. C. Devarajegowda, S. Jeyaseelan, V. Sumangala, Bojapoojary and S. P. Nayak Comment 1,2,3-Triazoles and their benzoderivatives have attracted considerable attention because of their theoretical interest and synthetic value. They also find numerous applications in industry and agriculture due to their extensive biological activitiesand successful application as fluorescent whiteners, light stabilizers and optical brightening agents (Sanghvi et al., 1990) .Functionalized 1, 2,3-triazoles constitute one of the common fragments present in biologically active compounds (Bohm et al.,1981) .This has resulted in a wealth of synthetic methodology for their preparation and incorporation in more complex structures.The accentuated interest in these compounds continues to be expressed in the pharmaceutical community and biological properties of these agents have been the subject of ongoing investigations (Holla et al., 2005) . The triazole scaffold has a wide range of therapeutic uses as it is ubiquitously found in drugs. The derivatives of 1, 2, 3-triazoles constitute an important family of heterocyclic compounds due to their chemotherapeutical values (Sanghvi et al., 1990) . Some 1,2,3triazoles are used as DNA cleaving agents and potassium channels activators (Biagi et al., 2004) . Since many of them have remarkable antimicrobial (Karimkulov et al., 1991; Sherement et al., 2004) , analgesic & anti-inflammatory (Savini et al. ,1994) , local anesthetic (Banu et al. , 1999) , antimalarial (Julino et al. , 1998) , antiviral (Diana et al. ,1993) , anti-proliferatine (Manfredini et al. ,2000) , anticonvulsant (Rene et al. ,1986) , antineoplastic (Passannanti et al. , 1998) and anticancer activity (Deng et al. ,2008) , their synthesis and transformations have been received particular interest for a long time.
Fluorine incorporated compounds exhibit dramatically improved potency compared to their non-fluorinated analogues (Sector et al. ,1971 ) since its incorporation alters the electronic, lipophilic and steric parameters and can critically increase the intrinsic activity,chemical and metabolic stability.In particular, introduction of CF 3 group in organic molecules immensely increased the pharmacological activity as well as lipophilicity (Barnard et al. ,1993) .
The structure of 1-{1-[2,8-bis(trifluoromethyl) quinolin-4-yl]-5-methyl-1H-1,2,3-triazol-4-yl}ethanone contains two independent molecules in the asymmetric unit. The triazole ring is not coplanar with the quinoline ring system; the dihedral angle between the two planes is 74.21 (08)°. The structure of the molecules is stabilized by intermolecular C5-H5···F12 & C9-H9···N7, C16-H16A···O2 & C32-H32B···F5A and weak intramolecular C3-H3···F3 & C25-H25···F12 hydrogen bonding (Table 1 ) and shows two fluorine atoms disordered in one of the trifluoromethyl group and oxygen atom.
Experimental
A solution of 4-Azido-2,8 bis trifluoro methyl quinoline (2.5 g,0.08 mol) in 25 mL me thanol was treated with acetyl acetone (0.9 g, 0.008 mol) and the mixture was cooled to 0°C. Sodium methoxide (0.008 mol) was added in lots under nitrogen over a period of 30 minutes. It was then stirred for 30 minutes. The progress of the reaction was monitored by TLC using .
Refinement
All H atoms were positioned at calculated positions with C-H = 0.93Å for aromatic H and 0.96Å for methyl H and refined using a riding model with U iso (H) =1.5U eq (C)for methyl H and 1.2U eq (C) for other and also refined two fluorine atoms of the trifluoromethyl group is disordered with two orientations. variation in U eq for C1, C11, C17 and C24 as compared to Neighbors C1, C11, C17 and C24 are free terminal trifluoromethyl carbon attached to benzene ring of quinoline part of the structure. The high electron dense fluorine atoms, freely movable in this case, increase the thermal factor of the C1, C11, C17 and C24. Thus giving variation in U eq as Compared to Neighbors Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
